Refinement R[F 2 > 2(F 2 )] = 0.040 wR(F 2 ) = 0.106 S = 1.09 2567 reflections 193 parameters H-atom parameters constrained Á max = 0.31 e Å À3 Á min = À0.30 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). 
Data collection: CrystalClear (Rigaku, 2005); cell refinement: CrystalClear; data reduction: CrystalClear; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEPIII (Burnett & Johnson, 1996) and ORTEP-3 for Windows (Farrugia, 1997) ; software used to prepare material for publication: SHELXTL (Sheldrick, 2008).
(E)-3-[1-(2,4-Difluorophenyl)ethyl]-5-methyl-N-nitro-1,3,5-oxadiazinan-4-imine Y. Zhong, C. Li and L. Xu
Comment
As an important type of insecticides, oxadiazine compounds are highly efficient and of low toxicity (Gsell, et al., 1998) .
Lots of similar insecticides compounds were synthesized with the title compounds (I) (Maienfisch, et al., 1994) . We report the synthesis and crystal structure of the title compound, (I).
The conformation of the 1,3,5-oxadiazinane ring in(I)is intermediate between half-chair and screw-boat with puckering parameters (Cremer & Pople, 1975) : Q= 0.5303 (12)Å; θ= 59.14 (13)°; φ= 329,54 (15)°. The benzene ring forms dihedral angles of 74.84 (3)° and 87.30 (2)° with the mean plane of the oxadiazine ring. The bond lengths and angles of the oxadiazine rings are in a good agreement with those reported previously (Chopra, et al., 2004) . The N=C bond length [N3=C2 = 1.3804 (2) Å] are close to the value reported in the literature (Kang,et al.,2008) .
The structure is stabilized by hydrogen bonds of C-H···O type. And with a π-π stacking between symmetry related phenyl rings with a centroid-to-centroid distance of 3.9199 (12)Å and interplanar distance of 3.803Å resulting in a 0.951Å slippage.
Experimental 1-(1-bromoethyl)-2,4-difluorobenzene 4.5 g (20.0 mmol),(Z)-3-methyl-N-nitro-1,3,5-oxadiazinan-4-imine 3.2 g (20.0 mmol), potassium carbonate 2.8 g (20.0 mmol) and acetonitril 20 g were charged in a flask equipped with stirrer, water separator and reflux condenser. The mixture was heated to reflux for 4 h. Upon cooling at room temperature. The reaction mixture was filtered, and the solution was concentrated under reduced pressure to give the title compound (I) 4.5 g (76% yield). (Gottfied, et al., 2001) . Single crystals suitable for X-ray measurement were grown by slow evaporation of an ethanol solution of (I).
Refinement
All H atoms were fixed geometrically and treated as riding with C-H = 0.95Å (aromatic), 0.98 Å (methyl), 0.99 Å (methylene) and 1.0 Å (methine) with U iso (H) = 1.2U eq (C) or U iso (H) = 1.5U eq (methyl). (7) 0.0201 (6) −0.0057 (5) 0.0048 (4) 0.0016 (5) C2 0.0220 (5) 0.0225 (6) 0.0229 (6) 0.0016 (4) 0.0082 (4) 0.0000 (4) C3 0.0327 (6) 0.0222 (7) 0.0228 (6) −0.0016 (5) 0.0038 (5) 0.0012 (4) C4 0.0280 (6) 0.0294 (7) 0.0317 (6) −0.0035 (5) 0.0022 (5) −0.0082 (5) C5 0.0274 (6) 0.0251 (7) 0.0193 (6) 0.0029 (5) 0.0038 (4) 0.0007 (4) C6 0.0339 (7) 0.0420 (8) 0.0227 (6) 0.0089 (6) 0.0043 (5) −0.0043 (5) C7 0.0283 (6) 0.0286 (7) 0.0218 (6) 0.0020 (5) 0.0030 (4) 0.0023 (5) C8 0.0297 (6) 0.0325 (8) 0.0271 (6) 0.0030 (5) 0.0041 (5) 0.0006 (5) C9 0.0291 (7) 0.0560 (10) 0.0356 (7) 0.0096 (7) 0.0074 (5) 0.0064 (7) C10 0.0239 (7) 0.0612 (11) 0.0458 (8) −0.0045 (7) 0.0026 (6) 0.0193 (7) C11 0.0405 (8) 0.0409 (10) 0.0587 (10) −0.0124 (7) −0.0004 (7) 0.0099 (7) Symmetry codes: (i) x, −y+1/2, z−1/2; (ii) −x, y+1/2, −z+1/2; (iii) −x, y−1/2, −z+1/2; (iv) x, y+1, z.
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